The data presented in this paper are related to the research article entitled "Novel dichloro(bis{2-[1-(4-methylphenyl)-1H-1,2,3-triazol-4-yl- 
Specifications table

Subject area
Chemistry More specific subject area Coordination compounds Type of data Table, text file, graph, figure How data was acquired IR on Thermo-Nicolet FT-IR Spectrometer (AVATAR 320). Mass spectra on WATERS LCT premier mass spectrometer. Magnetic susceptibility with a Gouy magnetic susceptibility balance. X-ray structure on Rigaku SPIDER RAXIS image plate detector and Rigaku AFC12 goniometer equipped with an enhanced sensitivity (HG) Saturn724 þ detector mounted at the window of an FR-Eþ SuperBright molybdenum rotating anode generator with HF Varimax optics (100 mm focus). NMR on an ECS-400 MHz, JEOL multi nuclear FT spectrometer. UV-vis spectra on a PerkinElmer Lambda 40 UV/Vis spectrometer. Electronic structure calculations using the Gaussian 09 package [3] .
Data format
Raw, calculated, analyzed. 
Value of the data
This data would be valuable for the further characterization and structural studies of (1,2,3-triazol-4-yl)pyridine-containing coordination compounds.
This data provide NMR, IR, UV/VIS and magnetic moment data for (1,2,3-triazol-4-yl)pyridinecontaining coordination compounds.
MS fragmentation data for 2-(1-(4-methyl-phenyl)-1H-1,2,3-triazol-1-yl)pyridine ligand and seven
This data provide solid state structures for two (1,2,3-triazol-4-yl)pyridine-containing coordination compounds.
This data provide DFT optimized structures and coordinates for the lowest energy cis and trans isomers of the 2-(1-(4-methyl-phenyl)-1H-1,2,3-triazol-1-yl)pyridine ligand and seven (1,2,3-triazol-4-yl)pyridine-containing coordination compounds. Table 4 . More NMR spectra are provided in the Supplementary material.
DFT data
Both L 2 and the [M(L 2 ) 2 Cl 2 ] complexes may have different stereoisomers. The density functional theory calculated lowest energy cis and trans isomers, as well as the relative energies of the isomers, are shown in Fig. 6 . The data associated with the geometry of the optimized geometries (Cartesian coordinates) of the compounds shown are provided in the Supplementary material. 
Experimental design, materials, and methods
Density functional theory (DFT) calculations were performed in the gas phase on the neutral compounds, using the B3LYP functional and the triple-ζ basis set 6-311 G(d,p) on all atoms except for Cd where the Stuttgart/Dresden (SDD) pseudopotential was used to describe the metal electronic core, while the metal valence electrons were described using the def2-TZVPP basis set [7] . The Gaussian 09 package [3] were used to optimize the compounds. The multiplicity used for L 2 
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